Force field parameters
: Force field parameters for Co-MOF-74. The charges are taken from previous studies S2-S4 . The framework is considered to be rigid. Table S4 : Force field parameters for Ni-MOF-74. The charges are taken from previous studies S2-S4 . The framework is considered to be rigid. Table S12 : Geometries used for propylene. Bond potential according to Figure S1 : (a) Labeling of the interaction sites and (b) the framework of Mg-MOF-74. Magnesium, carbon, oxygen, and hydrogen are depicted in green, gray, red, and white, respectively.
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Representation of binding geometry for C3 hydrocarbons Figure S2 : Schematic representation of the binding geometry for C3 hydrocarbons within M-MOF-74. Carbon atoms, the metal atom, and oxygen atoms are colored in grey, green, and red, respectively.
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Binding Geometries 
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Adsorption isotherms with the force field of Liu et al. S1 and additional polarization Force field parameters, heats of adsorption, and adsorption isotherms for Co-MOF-74 with QEq charges Figure S14 : Adsorption isotherm for propylene at 318 K predicted with the developed polarizable force field and charges determined via (triangles) DFT calculations, and (diamonds) the QEq method.
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Energy surfaces of Co-MOF-74 for the maximum energy plane in the z-direction 
